Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.005 Å; R factor = 0.056; wR factor = 0.150; data-to-parameter ratio = 13.6.
Related literature
For other structures of metal salts of Orange G, see: Ojala et al. (1994) ; Kennedy et al. (2006) . For the structural classification of metal salts of other sulfonated azo dyes and pigments, see: Kennedy et al. (2001 Kennedy et al. ( , 2009 supplementary materials sup-2 recrystallized from hot water to yield large crystals of the Co(II) salt of Orange G (0.188 g, 84% yield). λmax: 785 nm.
IR [KBr]: 3461, 1623 [KBr]: 3461, , 1497 [KBr]: 3461, , 1423 [KBr]: 3461, , 1283 [KBr]: 3461, , 1215 [KBr]: 3461, , 1142 [KBr]: 3461, , 1027 . Raman (solid, 633 nm excitation): 1594, 1494, 1427, 1377, 1329, 1305, 1240, 1178 cm -1 .
Refinement
The position of the nitrogen-bound H atoms were refined freely, but the positions of the water H atoms were restrained such that O-H and H···H distances approximated 0.88 and 1.33 Å, respectively. The aromatic H atoms were placed in calculated positions and refined in riding modes with C-H = 0.95 Å. All U iso (H) values were set to 1.2U eq of their parent non-H atom. Ten low angle reflections were omitted from the final refinement, all had extremely low observed F 2 values as compared to calculated F 2 .
Figures Fig. 1 . The molecular structure of one of the unique anions of Orange G, showing 50% probability displacement ellipsoids. Fig. 2 . Contents of the asymmetric unit with 50% probability displacement ellipsoids. Hydrogen atoms are omitted for clarity. 
